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DETERMINE AN INSTANCE OF SYMMETRY 






DETERMINE A PIVOT POINT FOR ORBIT 






DETERMINE ORDER OF ORBIT 






POSITION ATOM OR BOND 






POSITION OTHER ATOMS OR BONDS IN 
SAME INSTANCE OF SYMMETRY 






ROTATE STRUCTURE DIAGRAM SO MIRROR 
PLANE IS HORIZONTAL OR VERTICAL 
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FIG. 14 
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DETERMINE AN INSTANCE OF SYMMETRY 










ADD RESPECTIVE FORCE TERM FOR ATOM 
IN CENTER OF TRIPLET 










ADD RESPECTIVE FORCE TERM FOR 
SYMMETRIC BOND 










CALCULATE NET FORCE ON EACH ATOM 










FINISH WHEN LARGEST NET FORCE IS 
SMALLER THAN SPECIFIED THRESHOLD SIZE 
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FIG. 15 
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ACQUIRE SET OF MOLECULE STRUCTURE DIAGRAMS 
AND ASSOCIATED COORDINATES 
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MAINTAIN FREE RECTANGLE LIST 
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SORT BOXES IN ORDER OF DECREASING AREA 


3030 








SELECT FREE RECTANGLE THAT IS CLOSEST TO 
CENTER OF BOXES AND THAT IS LARGE ENOUGH 
TO CONTAIN INSTANT BOX 
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POSITION INSTANT BOX FLUSH WITH CORNER OF FREE 
RECTANGLE THAT IS CLOSEST TO CENTER OF GROWING 
COLLECTION AND IMPRINT ON FREE RECTANGLE 
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MERGE FREE RECTANGLES 
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TRANSLATE CONGLOMERATE OF BOXES SO CENTER IS 
AT COORDINATES (0, 0) 
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TRANSLATE MOLECULE DIAGRAM COORDINATES SO 
CENTERS COINCIDE WITH CORRESPONDING 
BOX CENTERS 
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FIG. 16 



